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Date Run: 11-10-2012 (Time Run: 09:52:18)

»age x

COMPOUND 2 . .

Instrument: JEOL MSRoute

Inlet: My Inlet Tonization mode: EI+
Scan: 7 RT.:.53
Base: m/z 177; 54.4%FS TIC: 13337782 #lons: 310|
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COMPOUND-2
HREI-MS

Mass

255.1710
255.2250
256.1263
256.1642
256.2220
257.2119
260.1710
262.1231
264.0250
264.1125
265.1064
267.1076
268.9824
270.0010
271.0074
273.0327
279.1469
280.9824
281.1646
282.162%
283.1731
284.2822
285.2877
292.9824
297.1860
297.2738
298.1955
299.1965
304.9824
307.1650
311.2221
312.2060
313.2715
315.1980
322.1974
325.1805
330.9792
339.2643
340.2055
341.2092
342.9792
343.1983
356.1931
358.2126
367.2746
368.3366
369.3414
380.9760
392.9760
393.2989
423.3491
430.9729
551.5206
576.5173
577.5380

Relative
Intensity
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Mass
255.

256.
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2972

262.
264.
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265.

268.

273
273.

280.

282.
283.

292.
297
297
298.
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304.
307.
1,
312
313
315
922
325,

339.

340.
341.

356.
358

369.

383,
423.
551,

7

1743
1247
1669
2186
2112
1200
0206
1145
1012
9869

0026
0335

9869

1614
1693

3363

2999
3469
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5343
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7.240
5.760
3.402

1.00

NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD

l’U_LPROG

AVANCE AV - llI
300 MHz, LAB # 116

Nov(7
3

1

20121107

10.41

Spect

5 mm BBO BB-1H
230

32768

cbC13

32

[
6188.119
0.188846

2.6477044
203
80.800
6.50

300.0
1.50000000
1

CHANNEL fl =
1H

12.50
13.16228485
300.1321009
16384
300.1300118
EM

0

1.00

[

1.00

Hz
Hz
sec

usec
usec

MHz

Hz

titute of Chemistry.



COMPOUND 2

BB
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200 180 160 140 120 100 80 60 40 20 ppm

NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

oct09-15
8

L

20151009
15.48
spect

5 mm CPTCI 1H-
zgpg

32768
CDC13
12288

4
35971.223
1.097755
0.4555391
32768
13.900
6.50

298.0
2.00000000
0.03000000
12

Hz
Hz
sec

usec
usec

Sec
sec

-1.81
81.92915344
150.8950149

NUC2
PCPD2
PL2
PL12
PL13
PL2W
PL12W
PL13W
SFO2
SI

SF
WDW
SSB
LB

GB

PC

22.50
6.79873323
0.06798734
0.08192718

600.0336002
16384
150.8776659
EM

0

1.00

0

1.00



COMPOUND 2

dept135 ’
\
e |
=1 o @ ANOMA OO VM
o S 23 I 338392538
8 9 ae 2 D SR s NAME oct09-15
o~ ~ ~o o Q0w MO e ® O 0 EXPNO 9
-t " 0w w MOMOMOMMOM N A A PROCNO 1
\\ Date_ 20151010
Time 0.17
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG deptspl35
™ 32768
SOLVENT cpe13
NS 6144
DS 2
SWH 30303.031 Hz
FIDRES 0.924775 Hz
AQ 0.5407385 sec
RG 32768
ou 16.500 usec
DE 6.50 usec
TE 298.0 K
CNST2 145.0000000
Dl 1.50000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
DO 6
CHANNEL f1 =s======
NUC1
PL 12.70 usec
P12 2000.00 usec
PLO 120.00 dB
I3 | . PL1 -1.81 dB
Y PLOW 0.00000000 W
PLIW 81.92915344 W
SFOL 150.8927518 MHz
sp2 4.19 dB
SPNAM2 crp60comp. 4
SPOAL2 0.500
SPOFFS2 0.00 Hz
CHANNEL £2
CPDPRG2 waltz16
NUC2 1H
P3 8.00 usec
] 16.00 usec
PCPD2 80.00 usec
PL2 3.31 dB
PL12 23.31 dB
PL2W 6.79873323 W
PL12W 0.06798734 W
SFO2 600.0330002 MHz
sI 384
SF 150.8776659 MHz
WDW EM
358 0
T T T T T T T T T T LB 1~°g Hz

T T T T
140 130 120 110 100 90 8 70 60 50 40 30 20 ppm v 1.40




COMPOUND 2

dept 90 | £
|
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@ 23 3 2 3
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140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

NAME oct09-15

EXPNO 10

PROCNO 1

pate_ 20151010

Time 3.51

INSTRUM spect

PROBHD 5 mm CPTCI 1H-

PULPROG deptsp90

D 32768

SOLVENT €DC13

NS 3072

DS 2

SwH 30303.031 Hz

FIDRES 0.924775 Hz

AQ 0.5407385 sec

RG 32768

bW 16.500 usec

DE 6.50 usec

TE 298.0 K

CNST2 145.0000000

Dl 1.50000000 sec

D2 0.00344828 sec

D12 0.00002000 sec

DO 3
CHANNEL f1

NUC1

Pl 12.70 usec

P12 2000.00 usec

PLO 120.00 dB

PL1 ~-1. dB

PLOW 0.00000000 W

PLIW 81.92915344 W

SFO1 150.8927518 MHz

SP2 .19 dB

SPNAM2 Crp60comp. 4

SPOAL2 0.500

SPOFFS2 00 Hz
CHANNEL £2

CPDPRG2 waltz16

NUC2 1H

P3 8.00 usec

P4 16.00 usec

PCPD2 80.00 usec

PL2 .31 as

PL12 23.31 dB

PL2W 6.79873323 W

PL12W 0.06798734 W

SFO2 600.0330002 MHz

SI 16384

SF 150.8776659 MHz

WowW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40




COMPOUND 2 .
HSQC

NAME nov08-12
EXPNO
PROCNO
Date 20121108
ate_
PPM Scatopas
= : ™ 1024
| SOLVENT coci3
N8 32
| DS
sl 4006.410 Hz
FIDRES 3.912510 Hz
W ey g o 20 0.1279700 sec
= = 6 20682.5
124,800 usec
OE 6.50 usec
297.5
8 . L] b 145.0000000
A 0.00000300 sec
& 2.00000000 sec
= 0.00172414 sec
0.03000000 sec
L 9.00000400 s0C
il * 0.00020000 sec
0.00110000 sec
H kad 0.00002090 sec
v
CHANNEL £1
1.05 usec
14.10 usec
1000200 usec
' 5.00 dB
500.2320009 MHz
CHANNEL f2 mammmsms=
sarp
100 e G
) 15.25 usec
24 30.50 usec
70.00 usec
“3.00 a8
9.00 4B
0 125.7988834 Miz
12 ENT CHANNEL
SINE.100
SINE.100
.00 &
20.10 &
1000120 usec
140 2
235
125.7949 Mz
93.363368 Hz
s 190.000 ppm
FOMODE  Echo-Antiecho
160 s 1024
SE 500.2300193 MHz
WO QSTNE
ssB 2
=) 0.00 Hz
8
2C 1.00
180 s 1024
H; acho-antiecho
s SF 125.7629370 Mz
- . e et R wou QSIN

v - 2
75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm 2



COMPOUND 2
cosy i (l :E < ,

nov0B8-12
3
ppm 1
20121108
16.32
spe
5 mm BABBI 1H/
g cesygpgs
., - e . & s "‘ 204
1 cpe13
. B - o O - g
gO. & /.‘ . 4006.410
1.956255
o B o - 0.2557652
mﬂ 456.1
5 ] I S 2 124.800 usec
N 5 = 6.50 usec
. av| @ -au» . 296.5 K
' o @ o 0.00000300 sec
. 1.50000000 sec
= e @mmo @ 0.00000400 sec
3 0.00020000 sec
-y P Q L 0.00024960 sec
= 3 L ¥ === CHANNEL fl
" NUCL
PO
PL
4 PLL 5.00 dB
. . SFOl 500.2320009 MHz
o GRADIENT IANNEL
GENAML SINE.100
5 GPzL 10.00 %
P16 1000.00 usec
NDO 1
™ 256
. : SFOL 500.232 MHz
— . - 5 FIDRES 15.650039 Hz
22 B sw 8.009 pom
6 FnMODE oF
st 1024
SF 500.2300193 MHz
wDW QSIN:
3sB
LB
7 4 GB
» BC
e ; i B
2 MC2
SF
WDW
reerfer SsB
LB
7.5 7.0 6.5 6.0 55 50 45 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 ppm cB
. )
COMPOUND 2
HMBC
3
20121109
1.26
N spect
l ppm: 5 wm PABBI 1H/
= = ————— P hmbegplpndgf
o 2048
fois o &}
N: 64
os B
0 o| & dug - o PR 1 20 S 1
e - K FIDRES
AQ
RG
x oW
DE
40 %
CNST2
t%a CNST13
LH DL
60 D2 0.00344828 sec
D& 0.05000000 sec
D16 0 -
0 ' INC 1690 sec
- 9 " - - 80 = CHANNEL f] =sszz=s=
7.05 usec
14.10 usec
5.00 d5
100 500.2320009 MEz
[ CHANNEL f2 ===
=
15.25 usec
L [ - > = s 0 ~3.00 dB
125.7974871 MKz
o I
|
160
< b e ke
180
|
200
LY 4w 4 - |
0
22 MC2 QF
| 8F 125.7829370 MHz
—r v " v " i wWow SINE

i : === :
75 70 65 60 55 50 45 40 35 3.0 25 20 15 1.0 -05 ppm & 23hg ne



COMPOUND 2
NOESY
= dess I 1 te_
b INSTRU} spect
" PROBHD 5 mm PABBI 1H/
= g noesygpph
PRE S - PR (R £ 2048
- €bel3
1 16
PP v 5
= . 8 4006.410 Hz
= : 1.956255 Hz
oile ¥ 0.2557652 sec
e 1149.4
[) & 2 124.800 usec
o % 3 6.50 usec
297.0 X
W | § 0.00011582 sec
! . ' 1.50000000 sec
0.80000001 sec
e " e 0.00020000 sec
3 0.00024960 sec
» 5 I " o
| = i t CHANNEL 1 =
7.05 usec
2 14.10 usec
4 5.00 dB
500.2320009 MHz
o
GENAML
GPNAM2
% GPZ1 %
5 s
usec
256
500,232 MHz
= e 15.650039 H
6 8.009 ppm
% States-TPPI
s 1024
¥ 500.2300193 Miz
WDW QSINE
SSB
) 0.00 Ez
7 3 0
pem——— » i 3 BC 1.00
3 sI 1024
MC2 States-TPPI
SF 500.2300193 MHz
WOW QSINE
M B e I S S ssB 2

2
0.00 Hz
Q

75 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 25 20 1.5 1.0 0.5 ppm &



